Key indicators: single-crystal X-ray study; T = 121 K; mean (C-C) = 0.002 Å; R factor = 0.041; wR factor = 0.110; data-to-parameter ratio = 21.9.
The title structure, C 13 H 18 O 6 ÁH 2 O, contains two independent 2-benzyl-myo-inositol and water molecules. In the crystal, the molecules are strongly hydrogen bonded into an infinite two dimensional network utilizing all OH protons.
Related literature
For puckering parameters, see: Cremer & Pople (1975) Table 1 Hydrogen-bond geometry (Å , ). 
D-HÁ
i) Àx þ 1; Ày þ 1; Àz þ 1; (ii) Àx; Ày þ 1; Àz þ 1; (iii) Àx þ 1; Ày þ 1; Àz þ 2; (iv) Àx; Ày þ 1; Àz þ 2; (v) x; y; z þ 1; (vi) x þ 1; y; z.
Comment
The enzyme myo-inositol oxygenase (MIOX) is over expressed in the kidney tissue of patients suffering from type II diabetes mellitus and defects in the metabolism of inositol sugars are also strongly associated with diabetes. Because MIOX is responsible for the first committed step in the catabolism of inositols, we were interested in developing chemical inhibitors of this enzyme. 2-Benzyl-myo-inositol is a candidate substrate-like (enzyme) inhibitor: specifically, inclusion of the equatorial benzyl group was designed to take advantage of a hydrophobic binding pocket identified adjacent to the MIOX active site.
The asymmetric unit of the title compound (I) contains two independent 2-benzyl-myo-inositol molecules and two waters of crystallization. The two molecules ( (Table 1 : Cg1,Cg2 are the centres of phenyl rings C8-C13 & C8'-C13' respectively). Overall, the molecules are strongly hydrogen bonded into an infinite two dimensional network with the benzyl groups making van der Waal contacts between the layers (Fig. 2) . One antiparallel "double chain" link is observed in the complex system reflecting aspects of myo-inositol packing (Simperler et al., 2006) . and palladium hydroxide (20% on carbon, wet, 65 mg) was added; the air was replaced with hydrogen (gasbag, 1 atm) and the mixture was stirred at RT for 1 h. The flask was aerated and left overnight. Next morning the solution was filtered through a pad of filter-aid, rinsed with MeOH and preabsorbed on silica (~0.5 g) and purified by chromatography (9 g silica, CHCl 3 /MeOH = 3:1 v/v) which gave the product as a white solid. This was recrystallized from MeOH (25 mg, 85%). 4, 131.8, 129.1, 127.4, 77.9, 75.8, 75.4, 72.4, 40.8 Å] with U iso = 1.2 U eq of the parent atom. All water H atoms were located on difference Fourier maps and refined with U iso = 1.5 U eq (O).
Figures Fig. 1 . Asymmetric unit contents of (I) (Farrugia, 1997). 
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